Key indicators: single-crystal X-ray study; T = 113 K; mean (C-C) = 0.003 Å; R factor = 0.045; wR factor = 0.142; data-to-parameter ratio = 13.3.
In the title molecule, C 34 H 26 N 4 O 2 S, the hydroxy group is involved in an intramolecular O-HÁ Á ÁN hydrogen bond. The naphthyl ring system and the central triazole ring form a dihedral angle of 37.8 (1) . The crystal packing exhibits weak intermolecular C-HÁ Á ÁO and C-HÁ Á Á interactions. Refinement R[F 2 > 2(F 2 )] = 0.045 wR(F 2 ) = 0.142 S = 1.11 4960 reflections 372 parameters H-atom parameters constrained Á max = 0.34 e Å À3 Á min = À0.31 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
Related literature
Cg1 is the centroid of the C2-C7 ring. Symmetry codes: (i) Àx þ 1; Ày þ 1; Àz þ 1; (ii) Àx; y þ 1 2 ; Àz À 1 2 .
Data collection: CrystalClear (Rigaku/MSC, 2005); cell refinement: CrystalClear; data reduction: CrystalClear; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: SHELXTL (Sheldrick, 2008); software used to prepare material for publication: SHELXTL.
1-(2-Benzoyl-1-phenylethyl)-4-[(2-hydroxy-1-naphthyl)methylideneamino]-3-phenyl-1H-1,2,4triazole-5(4H)-thione W. Wang, H. Yao, Y. Gao, J. Zhang and X. Jia
Comment
We are paying attention to the synthesis and applications of Mannich base due to their comprehensive biological activities (Joshi et al., 2004; Holla et al., 2003; Negm et al., 2005) . Recently, we have reported a crystal structure of Mannich base modified by the triazole thione (Wang et al., 2011) . Herewith we present the crystal structure of the title compound (I), which is a new Mannich base.
In (I) ( Fig. 1 ), all bond lengths and angles are normal (Allen et al., 1987) . An intramolecular O-H···N hydrogen bond (Table 1) The weak intermolecular C-H···O and C-H···π interactions (Table 1) contribute to the crystal packing stabilisation.
Experimental
The title compound was synthesized by the reaction of the chalcone (2.0 mmol) with its corresponding Schiff base, which was inturn obtained by refluxing 4-amino-1-methyl-4H-1,2,4-triazole-5-thiol (2.0 mmol), 2-hydroxynaphthalene-1 -carbaldehyde (2.0 mmol) in ethanol. A mixture of Schiff base and chalcone in ethanol was stirring for 24 h.The reaction progress was monitored via TLC. The resulting precipitate was filtered off, washed with cold ethanol, dried and purified to give the target product as colorless solid in 84% yield. Crystals of (I) suitable for single-crystal X-ray analysis were grown by slow evaporation of a solution in chloroform-ethanol (1:1).
Refinement
The hydroxy H atom was located in a differency map, but placed in idealized position with O-H 0.84 Å. C-bound H atoms were positioned geometrically (C-H = 0.95-0.99 Å). All H atoms were refined as riding, with U iso (H) = 1.2-1.5 U eq of the parent atom. (2) O1 0.0231 (9) 0.0351 (9) 0.0309 (9) −0.0044 (7) −0.0023 (7) 0.0010 (7) O2 0.0212 (8) 0.0302 (8) 0.0252 (8) −0.0010 (7) 0.0030 (7) 0.0093 (6) N1 0.0171 (9) 0.0269 (9) 0.0164 (9) 0.0009 (7) 0.0042 (7) 0.0027 (7) N2 0.0191 (10) 0.0273 (10) 0.0191 (9) −0.0007 (7) 0.0034 (7) 0.0012 (7) N3 0.0155 (9) 0.0240 (9) 0.0161 (9) 0.0012 (7) 0.0025 (7) 0.0015 (7) N4 0.0157 (10) 0.0243 (9) 0.0179 (9) 0.0026 (7) 0.0006 (7) −0.0005 (7) C1 0.0145 (11) 0.0259 (11) 0.0203 (11) 0.0023 (9) 0.0041 (9) 0.0010 (8) C2 0.0189 (11) 0.0220 (11) 0.0228 (11) 0.0028 (9) −0.0006 (9) 0.0065 (8) (17) C20-C19-H19 120.1 N1-C1-H1 107.5 C18-C19-H19 120.1 C2-C1-H1 107.5 C21-C20-C19 120.2 (2) C8-C1-H1 107.5 C21-C20-H20 119.9 C7-C2-C3 119.2 (2) C19-C20-H20 119.9 C7-C2-C1 118.89 (19) C20-C21-C22 120.3 (2) C3-C2-C1 121.87 (19) C20-C21-H21 119.9 C2-C3-C4 120.2 (2) C22-C21-H21 119.9 C2-C3-H3 119.9 C23-C22-C21 120.3 (2) C4-C3-H3 119.9 C23-C22-H22 119.8 C5-C4-C3 120.2 (2) C21-C22-H22 119.8 C5-C4-H4 119.9 C22-C23-C18 119.8 (2) C3-C4-H4 119.9 C22-C23-H23 120.1 C4-C5-C6 120.0 (2) C18-C23-H23 120.1 C4-C5-H5 120.0 N4-C24-C25 120.45 (19) C6-C5-H5 120.0 N4-C24-H24 119.8 C5-C6-C7 119.7 (2) C25-C24-H24 119.8
Hydrogen-bond geometry (Å, °)
Cg1 is the centroid of the C2-C7 ring. 
